Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.005 Å; R factor = 0.040; wR factor = 0.102; data-to-parameter ratio = 15.8.
; Ge et al. (2010) . For synthetic details, see: Curtis & Brown (1980) ; Bü rger & Dä mmen (1974) ; Bradley & Thomas (1960) ; Chajara & Ottosson (2004) ; Armarego & Perrin (1997) . For a description of the Cambridge Structural Database, see: Allen (2002) .
Experimental
Crystal data [Ti(C 4 
Comment
Cyclopentadienes (Cp-s) with pendant 1H-imidazol(in)-2-yl side-chain functional groups, their mono-and di-Li salts, and group 4 transition metal complexes of general type [η 5 -Cp-(C 1 or C 2 )-imidazol(in)e)-κN]-M IV L n [M = Ti, Zr; L n = Cl 3 , (NR 2 ) 2 ] have been described previously (Krut'ko et al., 2006; Nie et al., 2008; Sun et al., 2009; Wang et al., 2009; Ge et al., 2010; Sun et al., 2010) . The present contribution reports the structural investigation of the closest analogue of two Ti IV 18e -(η 5 -Cp)tris(sec-amido)-type complexes described recently by Wang et al. (2009) .
The title complex, [Ti(C 4 H 10 N) 2 (C 21 H 16 N 2 )], (I), was prepared by treatment of 2-[(cyclopentadienyl)diphenylmethyl]-1H-imidazole, C 21 H 18 N 2 , (II), with Ti(NEt 2 ) 4 in toluene by an analogy to what described in Wang et al. (2009) (see Experimental for more details). Of interest, despite its molecule is chemically achiral, (I) crystallizes in the chiral space group (Rhodes et al., 2002; Li et al., 2003; Seo et al., 2001; Kunz et al., 2002; Carpenetti et al., 1996; Kunz et al., 2001; Bertolasi et al., 2007; Wu et al., 2006; Cano et al., 2005; Martin et al., 1994) . Noteworthy, that except of η 5 -Cp*-Ti(NMe 2 ) 3 (Martin et al., 1994) all these complexes as in case of compound (I) contain, at least, one amido-functionality linked to the Cp-ring with a flexible bridge.
Experimental
All operations were performed under Ar atmosphere in conventional glassware or in all-sealed evacuated glass vessels with application of a high-vacuum line (the residual pressure of non-condensable gases within 1.5-1.0×10 -3 Torr; 1 Torr = 133 Pa). 5-(Diphenylmethylidene)cyclopenta-1,3-diene (6,6-diphenylfulvene) was prepared as described by Chajara & Ottosson (2004) . Ti(NEt 2 ) 4 was prepared as described earlier by Bürger & Dämmen (1974); Bradley & Thomas (1960) . supplementary materials sup-2 1-Diethoxymethyl-1H-imidazole and its 2-lithiated derivative were prepared as described by Curtis & Brown (1980) . All other chemicals were commercially available and purified by conventional methods (Armarego & Perrin, 1997) . Solvents were purified by distillation over sodium benzophenoneketyl (diethyl ether, THF), Na-K alloy (toluene, hexane, benzene), and CaH 2 (chloroform). The deuterated solvent (C 6 D 6 ) was dried similarly. Compound (I) was prepared in a full analogy to what was described by Wang et al. (2009) . The NMR spectra were recorded on a Varian INOVA-400 instrument. For 1 H spectrum, the TMS (δ H = 0.00 and δ C = 0.0) resonance was used as an internal reference standard. 1 H NMR (298 K, C 6 D 6 ): δ = 0.70 (virt. t, an X-part of an ABX 3 spin system, 12 H, 3 J AX = 3 J BX = 6.7 Hz, NCH 2 CH 3 ), 3.12, 3.46 (both virt.
dq, an AB-part of an ABX 3 spin system, 4 H + 4H, 3 J AX = 3 J BX = 6.7 Hz, 2 J AB = 14.0 Hz, NCH 2 CH 3 ), 5.74 (unresolved m, 4 H, CH in Cp), 7. 04, 7.15, 7.86 (all m, in Ph, in respective order), 7.21, 7.55 (an AB spin system, 1 H + 1 H, 2 J AB = 1.2 Hz, imidazole ring protons).
A crystal of (I) suitable for X-ray diffraction analysis was picked up from the isolated material and mounted inside a Lindemann glass capillary (diameter 0.5 mm; N 2 -filled glove-box).
Refinement H atoms were treated as riding atoms with distances C-H = 0.96 (CH 3 ), 0.97 (CH 2 ), 0.93 Å (C Ar H), and U iso (H) = 1.5 U eq (C), 1.2 U eq (C), and 1.2 U eq (C), respectively. Fig. 1 . The molecule of compound (I) in the asymmetric unit with the labelling scheme. Displacement ellipsoids are shown at the 50% probability level. All H atoms have been omitted for clarity.
Figures
Special details
Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes.
Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq Ti1 0.80413 (5) 0.23594 (2) 0.88291 (5) 
